ID Tox21_113031 Plate Batch4-SP112429 Well P1-G-19 File SP112429-G19.D  Inj Date: 26 Nov 13 1:24 am MF C22H32N202 MW 356.2 Expected Conc: 3.00 mM \
*ELSD ) )
\ RT Found ELS% UV % ELS[mg/mL] Adj[ELS] [N mM] Adj[CLN] #N
orm. 7
E - 0.14 0.0 0.0 0.1 mM 2.0
805 3 0.22 Yes 55.7 0.0 0.17 0.47 mM 1.32 mM 0.66 mM 2.0
704 u/o\ 0.39 0.0 0.0 0.02 mMm 2.0
*CLND : : 0.56 Yes 44 .3 0.0 0.14 0.38 mM 1.81 mM 0.91 mM 2.0
Nom. | 8 e 0.59 0.0 0.0 2.0
] % Kg 1.09 0.0 100.0 0.07 mMm 2.0
807 \‘ J\ 1.62 0.0 0.0 0.06 mM 2.0
a 1
60 ;. . ) Ak
744%\# WW T T 1 T T i T T
*UV 310 (220 to 400 nm) \Comment: Failed-Wrong method, found two peaks (M+H = 357) \
Norm. i *MS+ 0.190:0.278 min *MS- 0.190:0.278 min
1002 ‘\\ Norm. . Max: 36326 Norm. Max: 77138
501 | \ 0 80 5 80 ;
o
JRE S B = o 60 ; 60 = .
—— —
+MS 40 m 40 g
L 20 20 ~
Norm. E Ki 0 L. T S ' . 0 .‘w N b
200000 — S A T T T T T T T T T T T
1 [ 500 m/z 500 m/z
100000 | [ *MS+ 0.374:0.406 min *MS- 0.374:0.406 min
ol N I Norm. Max:§88 — = Max: 6181
_MS‘ T T T T 80 80 %
Norm. 3 60 . ] 60 < -
15000001 o 40 8 Q g 403
3 ]
10000003 S " ‘ \\ | \h° i \ 2%l
500000 -] ‘ L - o 0 \ \ | | ‘\ I\ okl I m‘\‘u‘.hm u b m“ URIITNS ‘
04— - 500 500 m/z
+EIC MSD1 357, EIC=356 9 *MS+ 0.464:0.583 min *MS- 0.464:0.583 min
Norm. o Norm. . Max: 34830 Norm. - Max: 85559
ERN (- 80 > 80~ 0 <
40000 “\ /ﬁ‘ ‘ HN 60 ™ 60 § ::
| | 3
200003 | I H 40| _ 40— o ~
O I \{ I M —{N L L ~ ; 07
: ‘ P - ‘ ‘ T 20 20 ©
-EIC MSD2 355 Ei E354.9:355.9 ol T 7 l ol ... 1.3 .
4 < OH T I T T T T I T T T
Norm. 2 OH 500 m/z 500 m/z
] *MS+ 1.067:1.126 min *MS- 1.067:1.126 min
100000 | Norm. Max: 7791 Norm. ] 3 Max: 10069
O ; Il L Il Ll L L 1 L L L /) (] L ‘L (S NN} 80 80 7: 5
T T T ‘ T T ‘ T T T ‘ T T 60 60 1 (Y)
0 1 2 3 min N 1
40 s 0 N 40 o
) 20-F ¢ % K 2073 \
H 1 © ]
(- MW Confirmed, Purity>90% R L3 poER-1 T
: ‘ T e ‘ ;
PubClhem
\ OpAns_Process.MAC Version A.01.10 - Dec 9, 2010
Page 1of1


http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=144206582

	structure: 
	viz: 
	pc: 
	gg: 


